Single-crystal X-ray study T = 120 K Mean '(C±C) = 0.002 A Ê R factor = 0.054 wR factor = 0.157 Data-to-parameter ratio = 15.9
1
H coupling in NMR spectra of solids and liquid crystals (Antonioli, 2004 ). The molecule is nearly planar ( Fig. 1 and Table 1 ). The dihedral angle between the benzene ring and the carboxyl group of 6.2 (1) is somewhat larger than that in the parent 4-methylbenzoic (p-toluic) acid, (II), of 2.9 (Takwale & Pant, 1971) . In the crystal structure of (I), pairs of molecules are linked into dimers by OÐHÁ Á ÁO hydrogen bonding, with an OÁ Á ÁH distance of 1.70 (4) A Ê and an OÁ Á ÁO distance of 2.612 (2) A Ê . The OÐHÁ Á ÁO angle of 176 (3) indicates strong hydrogen bonding and the dimers are located around centres of inversion. Dimers are also found in (II) but the crystal packing is completely different from that in (I). In contrast to the structure determination of (II), in the present determination the carboxy H atom was located in a difference map.
Experimental
Compound (I) was commercially available from Acros Organics (Loughborough, England). It was recrystallized from an aqueous solution. Table 2 Hydrogen-bonding geometry (A Ê , ).
Crystal data
All H atoms were located in a difference map and were re®ned freely.
Data collection: SMART ( 
